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In a recent review article [l[ Lindsay and Ratner 
wrongly report several results found in literature regard- 
ing the calculation of the linear-response conductance of 
a 1,4-phenyldithiol molecule connected to gold electrodes. 
This leads them to the wrong conclusion regarding the 
agreement between the different theoretical calculations 
for this system. In table 2 of their paper, they report that 
the conductance of this molecule calculated with static 
density-functional theory (DFT) with metal electrodes 
described using the jellium model is 1 fiS. This is not 
correct. The linear-response conductance of that model 
is 3 /x5 as calculated in [2]. In addition, the conductance 
of reference [15] in their paper, whose method they call 
" DFT+bulk states" and which they use as the " reference 
theory" , is about 5 /j,S and not 47 nS as stated in [1] . 
This value is very close to the one obtained using the 
jellium electrodes [2,3]. To the short list in table 2 of 
Rcf. [1], one can add several other results, obtained us- 
ing static DFT with various computational details. Here 
I just mention the conductance calculated by Ratner and 
co-workers, where in Ref. [4] they obtain a value of 2.8 
fxS and in Ref. [5] they report 4.8 fiS. In Ref. [6], a con- 
ductance of 6 fj,S is calculated by Damle et al. These re- 


sults show that the statement made in Rcf. [1] "With the 
exception of the results of the jellium model, the other 
values [of conductance] are within an order of magni- 
tude" of those reported in Ref. [15] of [1], is incorrect. In 
fact, the opposite seems to hold: the majority of calcu- 
lations yields a linear-response conductance close to the 
one obtained using the jellium model [2]. These values, 
however, are still too large compared to the experimental 
ones for the same system. 
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